The electronic excitation energies of twelve isomeric methoxy-and nitrobenzofurans were calculated by means of PPP and C N D O /S-C I method. Based on the results o f a configuration analysis a simple molecules-in-molecule-type model is proposed which in a sem iquantitative manner completely accounts for the characteristic dependence of the UV spectra of these com pounds on the position of the substituent.
Introduction
Nitro as well as methoxy derivatives o f benzofuran have attracted considerable interest due to their pharmacological properties, especially their cytostatic or radioprotective action as well as their antimicrobial activity [1 -7 ] . In addition the high fluorescence quantum yields o f phenylsubstituted benzofurans have led to their use as analytical reagents [8] . D espite this importance relatively little is known about the electronic structure o f substitut ed benzofurans. So far theoretical work was mainly restricted to benzofuran itself, especially to a com parison of its electronic states with the isoelectronic counterparts indole and indenide anion [9 -1 2 ], To the best o f our knowledge no system atic theoretical study concerning the effect o f substitution upon the electronic structure o f this important class o f com pounds has been published. Experimentally, it has been found that simple substituted benzofurans show a marked dependence o f the first electronic absorption band on the position as well as the nature o f the substituent (see Table 1 ) [13] . In con tinuation o f our previous work on the electron spectroscopic properties o f heterocyclic com pounds [14] we present here an analysis and interpretation o f the above mentioned characteristic variation o f the longest wavelength absorption band o f substitut ed benzofurans with position and nature o f the sub stituent. For this purpose we have chosen the six isom eric methoxy-and nitrobenzofurans as m odels for donor and acceptor substituted derivatives. (Fig. 1 a) and nitro group (Fig. 1 b) , respectively. (Table 1) . To put these conclusions on an at least sem iquan titative footing a sim ple m odel is proposed: accord ing to the results o f the configuration analysis ( Table 2) 
